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. e-Research & data-intensive science




eScience - the data deluge FF s ‘? 2

tﬁ-r I

iy 5’4
L. ke ggéfﬁ"?ﬁf ?‘TDMF

rﬂ:@ Integraﬁve Emlagy .

"'l..

"'*-'.

\ Data

Overload!

7

How do we
disseminate?

OAI4, CERN Geneva, October 2005 4



Diversity of data collections

Very large, relatively homogeneous:
Large-scale Hadron Collider (LHC) outputs from CERN

Smaller, heterogeneous and richer collections:
World Data Centre for Solar-terrestrial Physics CCLRC

Small-scale laboratory results:
“lumping robots” project at the University of Bath

Population survey data: UK Biobank

Accessibility | Home | Contacts | Site map

UK Biobank: improving the iﬁlg}

health of future generations

Highly sensitive, personal data: patient care records
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Taxonomy of data collections

- Research collections: Evolution......
jumping robots
- Community collections: o Dutfeliog: aif s
y FIyBase Drosophila Genome

Flybase at Indiana (with
UC Berkeley )

« Reference collections:
Protein Data Bank

(== !
) S {.f
sPDB N3’
PROTEIN DATA BANK o s &
Gt’;h, By =
DRAFT

Report of the National Science Board

Source: NSF Long-Lived Digital
D ata CO | IeCt i O n S Long-Lived Digital Data Collections: Enabling

Reszearch and Education in the 21" Century
Draft report revised May 2005




Experience of data-sharing

 Large scale data sharing in the life sciences
Draft Report June 2005
Sponsored by UK research funding bodies
MRC, BBSRC, NERC, JISC, Wellcome

« Qutcomes & recommendations
— Importance of standards and good quality metadata
— Require a data management plan
— Work needed on vocabularies & ontologies
— Awareness of archiving & long term preservation

N - Position of research funders and policy makers?
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RESEARCH COUNCILS UK Together‘ in r‘e_ae:.ar{:l"'u

Home | What's new | Executive Group | About us | Cont

RESEARCH News release
COUNCILS UK :

s RCUK Announces Proposed Position on Access to Research Outputs

Research Data

8. RCUK also notes that one of the benefits of digitisation and publication in digital
formats 1s the ability to provide access to primary research data alongside the
traditional article: and it shares the Select Committee’s and the Government’s view
that the data underpinning the published results of publicly-funded research should be
made available as widely and rapidly as possible. For a number of years, Research
Councils mcluding the AHRB. ESRC and NERC have funded data centres and
services which are responsible for preserving, managing and providing access to
research data: and these Councils have well-established policies and procedures for
preservation and access. CCLRC 1s currently leading cross-Council consideration of
how policy and practice need to be developed with regard to the curation of the data
created through the research projects they support. Further work is needed to develop
a common framework of policies and procedures for determining what sets of data
are collected, whether in university or in Council-run repositories or elsewhere; and
how and on what terms they are made accessible to the research community and
others

OAI4, CERN Geneva, October 2005




Presentation services: subject, media-specific, data, commercial portals

Searching ,
harvesting,
R_esource o embedding R_esource
discovery, linking, discovery,
embedding linking,
embedding
Data analysis, Aggregator Learning object
transformation, services: national, creation, re-use
mining, modelling commercial

Harvesting E_c—~ E
metadata !
"

Learning & ——
Research & Teaching @iﬁ%/&
e-Science workflows =
workflows S
Repositories :
institutional, Institutional
e-prints, subject, presentation
data, learning objects services: portals,
Learning
Deposit / self- ati Deposit / self- Management
- Validation -
archiving archiving Systems, u/g, p/g

courses, modules

Publication . Resource o
discovery, linking, Validation
The scholarly knowledge cycle. embedaing

Liz Lyon, Ariadne, July 2003. Peer-reviewed

© Liz Lyon (UKOLN, University of Bath), 2005  publications: journals, Quality

SOME RIRAE HESEHTD conference proceedings assurance

d und i
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Presentation services: subject, media-specific, data, commercial portals

Searching ,
harvesting,
_ Resource embedding R_esource
reation / discovery,
linking,

discovery, linking,
embedding

embedding
Data analysis,
transformation,

mining, modelling

Learning object

Aggregator services: .
ggreg creation, re-use

eBank UK

Harvesting
metadata

Learning &
Research & Teaching
e-Science workflows
workflows o
Repositories :
institutional, Institutional
e-prints, subject, presentation
data, learning objects services: portals,
Learning
Deposit / self- Deposit / self- Management
archiving archiving Systems, u/g, p/g

courses, modules
Publication Resource

I Validation
. discovery, linking, Validation
embedding

Peer-reviewed
publications: journals, Quality
conference proceedings assurance
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2. Repository services & adding
value: the eBank UK Project




eBank UK Project

Two key themes:
— Open access to datasets
— Linking research data to publications and to learning

JISC-funded from September 2003: now in Phase 2

UKOLN at the University of Bath (lead), University of
Southampton, University of Manchester

Exemplar: e-Science testbed ‘Combechem’
— Grid-enabled combinatorial chemistry / crystallography
— National Crystallography Service

Resource Discovery Network / PSlgate physical
sciences portal

http://www.ukoln.ac.uk/projects/ebank-uk/

OAI4, CERN Geneva, October 2005
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University

The “hybrid” project team ‘; R

 UKOLN

» Michael Day
« Monica Duke
- Rachel Heery
« Traugott Koch
 Liz Lyon

° +

* Andy Powell

- Southampton
* Les Carr

« Simon Coles

- Jeremy Frey

» Chris Gutteridge
* Mike Hursthouse
« Andrew Milstead

« Manchester
« John Blunden-Ellis

@PSIgate

OAI4, CERN Geneva, October 2005
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PSigate

Physical Sciences Information Gateway

Service Provider
interfaces e.g.
Subject Portal

Deposition
Interface

I
|
|
T Present
=
ol
—
< |
o1
|
I >
Harvest :
(XML)
eBank
— Present aggr.egator
Crystal Structure Report Archive Service
University Local archive Data fil
of Southampton search dtd HIeS

interface
Metadata
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CombeChem: An EPSRC pilot project

Simulation
- Video
Properties
Analysis <t
X-Ray Properties
e-Lab R e-Lab

Grid Middleware

OAI4, CERN Geneva, October 2005 15



Crystallography workflow

RAW DATA —— DERIVED DATA > RESULTS DATA

—

GETDATA —L\, XPREP 4[# SHELXS —[> SHELXL —D ENGIFER —D CHECKCIF —D BABEL —[: CML & INChI

Y Y v Y L] v A/ A\

g &
<id> him <id>prp <id> xs lst" <ie>_xllst" <id=cif <id>_checkaif him "™ < mol <id>oml™
<ig= hil <id>res <id> jnohicml™
<id> Okl jog -
<id=_h0l.jpg
<id> k0 pg
<id>_crystal jpg

* Initialisation: mount new sample set up data collection
* Collection: collect data

* Processing: process and correct images

 Solution: solve structures

* Refinement: refine structure

 CIF: produce CIF (Crystallographic Information File)

« Validation: chemical & crystallographic checks

* Report: generate Crystal Structure Report

OAI4, CERN Geneva, October 2005 16



University.

ﬁ ~of Southampton Cry5t3| Stru

| Home

About

' Southampton eCrystals is the archive for Crystal Structures generated by the Southampton
¢ Chemical Crystallography Group and the EPSRC UK National Crystallography Service.
'}

Welcome to Southampton EBank

Search

The information contained within each entry of this archive is all the fundamental and derved
data resulting from a single crystal X-ray structure determination, but excluding the raw

0 images. The results have not been externally refereed, but the information supplied should
enable any reader to check the reliability and validity directly, since all the files provided are

- freely available for download. Should any error be detected, we would appreciate receiving
L suitable comments, and wie will make any necessary amendments, and include a note to that
effect. Any reader wishing to have access to the raw images is welcome to contact us, and
wie will malke arrangements for these to be made available.

OAI4, CERN Geneva, October 2005 17



A data repository entry

<:3| ~ B - @ [ X @ !l_} http: /lecrvstals. chem, soton. ac, uk 149)

V| @ co !};Lecrystals archive

Benzene 1,2dicarboxylic acid

Simon J Coles, Michael B Hursthouse, Claire L Taylor and Peter N
Horton.

Liniversity of Southampton
CaHg 04

IChl Code: INChI=1.12Beta/CEHE04/c8-7(10)5-3-1-2-4-
BB 20141, (H 9, 103H,11.12) (google for ichi)
Compound Class: Crganic

Keywords: Phthalic acid

Creation Date: 15 February 2005

Deposited By: Dr Simon J Coles

Deposited On: 21 February 2005

Data collection parameters

Chemical formula 28 HE O4
Crystallisation Solvent

Crystal maorphology Frism
Cnystal system rmonoclinic
Space group symbaol C2ic

Cell length a 5.0016(10)
el length b 14 214(3)
Cell length ¢ 9.5196(19)
Cell angle alpha 90.00
Cellangle beta Q4 3303}
Cell angle gamma 90.00

Data collection temperature 120(2)

Available Files

Final Result

D5mbh 1006 cmi 3k
05mbh1008/05mbh 1006 cif Qk
05mbh1006/05mbh 1006 checkeif htm Tl
0&mbh1006 inchi.cml Tk
Refinement

05mbh10068/05mbh 1006 res 2k

05mbh1008/05mbh1006_x 1st 21k

12
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Access to the underlying data:
complex objects

Data collection parameters

Chemical formula
Crystallisation Solvent
Crystal morphology

Crystal system Orthorhombic

Space group symbaol Pbca

Cell length a 6.0816(4)
Cell length b 24 8503(16)
Cell length ¢ 31.120(3)
Cell angle alpha 90.00

Cell angle beta 90.00

Cell angle gamma 90.00

Data collection temperature 120{2)
Refinement results

Solution figure of merit

R Factor (Obs) 0.0573
R Factaor (All} 0.1185
Weighted R Factor (Obs) 01046
Weightad R Factor (All) 0.1243

C30H26 Fe N2 03

Available Files

Final Result

02501064 CIF 19k =
0Z2s0t064 cml gk
0250t064_checkeif.html 14k &
Refinement

0250t064 RES 9k
Solution

02501064 PRP 5k
Processing

025C0T06L HTh Bl
0250t064 HKL 338k\
Other Files

02501064 DOC 113k
0250t064 LST 48k

5 0720082_0K1.JPG GPEG . 550x550pnla) - acopo.
e B4 dew G Fodewts Dok Wiiow beb

R e —

OO0 T 0T

5 ne o rpor

5o B o G Bomste T Lokt

| 3 oo | B3 et | ot o || 2o | o) e | BRI E

EPSRC National Crystallography Service

Data Collection Summary

Summary report for Directory: diska/02s0t082
Unit cell

15124 reflections with 291 <thetac27 4" 7,004 3030.77

3+ 0.0003
55424+ 0.0003
15,441+ 00001
90,000
90.000

e — R

50.000

ecrystals.chem.

soton.ac.uk
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Harvesting: OAlster

) 0alster Search - Mozilla Firefox

Backmarks

(@]

Ele Edt view Go

CMERT]

Todks  Help

=] [Choaser

urnd) urmich. echfc

r
find the pearis
Home Search View Institutions Help
Use this form to find digtal  gazicty all fields  thelg)

rasources (uhat is a digital
razourea?) fram many
institutions (which
s S i | ||

Use 3 word or phrase, e.g., diploms*, fancy dress

Why do I sometimes get
duplicate records?

Why do I sometimes have
trouble accessing digital I
abjects2

Chack out this explanation,

and ® or ©

E)0alster Search Results - Mozilla Firefox

See help for search tips. Search within particular fields chelp Fle Edit View Go Boockmarks Tools Help
Use 3 word or phrase, 2.g., diploma*, fancy dress = = = = = = =

=18l x|

http:/foaister,umdl,umich,edufcgijb/bibbib-idx Ptype=booleanésize=10&c=oaisterfsid=F5201b99a0e5976b4 0128 23c0f Zc36c 2801 =Argn 1 j I @,uaistsr

i | @-P-@ 2G|
S oo
Subject: [crystallography and

Resource [etyoes =1
Type: |3l types

arriv.org Eprint Archive

Choose sorting of results chelp) 52 records

=.9., results in dste descending order, fram 2002 to 1399

coTT
titler Jump to Records: 1 [ 1121|3141 | 51|61 |71 61|91 |101 | 111 | 121|131 141 | i

151|161 | 171 | 181|191 | 201 | 211 | 221 | 231 | 241 | 251 | 261 | 271 | 281 | 291 | 301 |
311 | 321 | 331 | 341 | 351 | 361

@ title © author/creator E‘irggr?iintra‘ (BMC)

€ date descanding ” date ascending Zaltech Electronic Theses and

Record 1 of 365

Dore Dissertations Title
Bstort| [ Oatoter seareh ozt 4 Mo Messerger | ) pocument - ercsofe ] Author/Crestor
Caltech Library System Papers and Author/Creatar
Publications
2 records Author/Creator
CERN Document Server ETERASEE Y
1 record Author/Creator
CiteBase Author/Creator
phliceonds Author/Creatar
C_iteSaer Scientific Literature Digital e e e
Library
19 records Year

Crystal Structure Report Archive,
University of Southampton
57 records

e-Prints Soton, University of
Southampton
7 records

Electronics and Computer Science
{ECS) EPrints Database, University of
Southampton

1 record

Florida Center for Library Automation
{FCLAY Archive
1 record

Hurnbul Hurnanities Hub
3 records

Indiana University Digital Library
Prograrn

& varnwde

Resource Type

Resource Type

Mote

Mote
Mote
Mate
Mote
Mote
Mate
Mate
Mote

1,1'-bis{{{&-Propionylaminopyrid-2-yl)amino)carbonyliferrocene
Westwood, 1.
Coles, 5,1,
Caollinson, 5. R.
Gasser, G,

Green, $.1.
Hursthouse, M. B,
Light, M. E.

Tucker, 1. H. R,
Z000-10-28

Crystal Structure
Completed Analysis

A series of ferrocene-containing amidopyridyl receptors, in two regicisomeric forms (1,1' and 1,3}, have
been shown to bind cyelic organic molecules in chloroform through complementary hydrogen-bonding
interactions. Complexation was monitored by NMR spectroscopy and by cyclic voltammetry. The
rmagnitude of the host-guest binding strength and the redox response to complexation depend on both the
type and the relative position of the amidopyridyl groups on the cyclopentadienyl rings of the ferrocene.

http:/fecrystals.chem.soton.ac.uk/archive/00000083/01/00sr04 75 _datas/00srod 75_checkcif.html
http:/fecrystals.chem,soton,ac.uk/archive/00000083/01/005r04 75_datas00srod 75.0ml
http:/ffecrystals.chem.soton.ac.uk/archive/00000083/01/005r0475_data/00sro4 75.mal
http:/fecrystals.chem.soton.ac.ukfarchive /00000083/01/00sr0475_data/00srod 75 .res
http:/fecrystals.chem.soton.ac.uk/archive/00000083/01/00sr04 75_datalextracted.cml
http:/fecrystals.chem.soton.ac.uk/archive /0000008 3/01/005r0475_data/00srod 75 _xl. st
http:/fecrystals.chem.soton.ac.ulk/archive/00000083/01/00sr0475_data/00srod 75 . HKL
httpi/fecrystals.chem.soton.ac.uk/archive/00000083/01/00sr0475_data/00srod 75 _xs Ist

Done

Y 5tart| & oalster search Resul...

M5M Messenger

| @ Document] - Microsoft ... I

PEETEY T RS

OAI4, CERN Geneva, October 2005
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Aggregating: search & discover

This is a prototype interface for the eBank UK JISC-funded project. It demonstrates an OAI-
PMH aggregator service which cross searches a small sample of metadata records
describing crystallography experiments (provided by the National Crystallography Service at
the University of Southampton), and a small number or metadata records describing articles
from the Crystallography literature (made available for use in this demo only by IUCr.) Links to
the crystallography data sets and to the articles on line at the IUCr website are available in the
search results.

Search for entries matching all the following:

Author = Coles
CCDC Code =
IUPAC name =
Empirical Formula =
Compound Class = All -
General keywords = g" . his is a prototype interface for the eBank UK JISC-funded project. It demonstrates an OAI-
Date released = ot DD/IPMH aggregator service which cross searches a small sample of metadata records

OR published in the last Organometallic 1 escribing crystallography experiments (provided by the National Crystallography Service at

he University of Southampton), and a small number or metadata records describing articles

Search within: = Data Reports = Publications e.g. journal articles |from the Crystallography literature (made available for use in this demo only by IUCr.) Links to
he crystallography data sets and to the articles on line at the IUCr website are available in the

search results.

Search for entries matching all the following:

Author =
CCDC Code =
IUPAC name =
Empirical Formula = C27H48
Compound Class = All - £
General keywords =
Date released = DD/MMAYYYY
OR published in the last [ =] day(s)

Search within. ~ Data Reports ~ Publications e.g. journal articles
. =l

[B=r L L [ =

OAI4, CERN Geneva, October 2005 21




Linking data to publications

eBank UK Demo

Crystal Structure Data Reports

Crystal Structure Report of 2-(N-Ferrocenylmethylcarbamoyl)-5-(N-phenylcarbamoyl)-

3.4-diphenyl pyrrole

Creator(s): Hursthouse, Michael B., Light. Mark E_, Cales, Simon J_, Hartan, Peter N, Gale,
Phil A., Denuault, G., Wariner, C. N.

Date released: 23/05/2004

Empirical Formula: C35H29FeN302

IUPAC name: 2-(N-F N

CCDC code: XUZSIU

Compound Class: Organic

General keywords: Supramolecular Chemistry

Related article: ?A URI citation?

 d-diphenyl pyrrole

Available Datafiles

CIF file

processing Dataset
refinement Dataset
solution Dataset

Crystal Structure Report of 2-(N-Ferrocenylcarbamoyl)-5-(methoxycarbonyl)-3.4-

diphenylpyrrole

Creator(s): Hursthouse. Michael B.. Coles. Simon J.. Light. Mark E_. Horton. Peter N.. Gale.
Phil A_, Denuault, G., Warriner, C. N.

Date released: 23/05/2004

Empirical Formula: C29H24FeN203

IUPAC name: 2-(N-F 4

CCDC code: XUZSOA

Compound Class: Organometallic

General keywords: Supramolecular Chemistry

Related article: ?A URI citation?

Available Datafiles
CIF file

processing Dataset
refinement Dataset
solution Dataset

Publications

A supramolecular assembly: aquatris(pentafluorophenyl)borane as its mixed dimethyl
suffone and water solvate, (H20)B(C6F5)3Me2SO2H20

The title compound, C18H2BF150H20C2H602, obtained by crystallization of a product formed
from a reaction mixture containing B(CEF5)3 and Me2S02 (and H20) in hexane, was
characterized in the solid state as a supramolecular assembly containing water adducts of tris
(pentafluaraphenyljborane. (H20)B(CEF5]3. linked together by a network of hydrogen bonds L
involving one additional H20 and one additional Me2S02 molecule per adduct molecule.
Creator(s): Coles, Simon J_, Hursthouse, Michael B , Beckett, Michael A , Dutton, Michael
Acta Crystallagr E Struct Rep OnlineVol 59 Issue Pt 9 pp. 01354 - 01356

Dol

D load from: http-//scripts iucr. ?is5n=1600-

age=01354

Structural investigations of phosphorus-nitrogen compounds. 5. Relationships

between molecular parameters of 2,2-diphenyl-4,6-cis-oxytetra(ethyleneoxy)-4,6-R2-

cyclotriphosphazatrienes (R = Cl, OCH2CF3, OPh, OMe, NHPh, NHBut) and

substituent basicity constants

The syntheses and crystal structures of six new cis-ansa derivatives N3P3Ph2[0(CH2CH20)4]

R2 (R = CI. OCH2CF3, OPh, OMe, NHPh, NHBut) are reported and the observed relationship

between molecular parameters of the N3P3 ring and substituent basicity constants is discussed

Creator(s): Besli, S, Coles, S J . Hursthouse, M B Kilic, A, Mayer, TA _ Shaw, R A

Acta Crystallagr B Vol 58 Pt 6 pp. 1067 - 1073

DOI: 10.1107/S0108768102018608

Download from: iucr
76818volume=588 106!

Related dataset: http//ecrystals.chem soton.ac.

?is5n=0108-

Salpha-Cholestane
The title compound, C27H48, is a steroid derivative composed of a saturated-carbon fused-ring
framework with two methyl substituents and an alkyl side chain
Creator(s): Coles, . J Hursthouse, M. B, Frampton, C_ S
Acta Crystallagr E Struct Rep OnlineVol 58 Issue Pt 4 pp. 0445 - 0446
DOI: 10.1107/31600536802004786
from: http.//scripts iucr. ard?issn=1600-
53688volume=58&fpage=o0d45&detai es
Related dataset: http-//ecrystals chem soton ac 1/

Ethyl (25%)-2-[(2R* 2'R* 55%)-2' 5-dimethyl-5'-oxoperhydro-[2, 2']]bifuranyl-5-yl]-2-
hydroxyethanoate

The framework of K2Zn(H2P207)22H20 contains acid diphosphate-metallate layers linked by KO
interactions and weak hydragen bonds. Zn2+ cations are coardinated octahedrally by O atoms
from two bidentate [H2P20712- anions and two water molecules

@ -9

< @ © @ [ ) hepjecrystals.chem.soton.ac.ukj149]

Benzene 1,2dicarboxylic acid

Simon J Coles, Michael B Hursthouse, Claire L Taylor and Peter N
jorton.

University of Southampton

CgHgO4

IChI Code: INChi=1.12Beta/C8HB04/c9-7(10)5-3-1-2-4-
6(5)8(11)12/1-4H,(H.9,10)(H.11,12) (google for ichi)

Compound Class: Organic
Keywords: Phthalic acid

Creation Date: 15 February 2005
Deposited By: Dr Sirmorn J Coles
Deposited On: 21 February 2005

Data collection parameters

Chemical formula C8H6 04
Crystaliisation Solvent

Crystal morphology Prism
Crystal system monoclinic
Space group symbol C2je
Celllength a 5.0016(10)
Celllength b 14.214(3)
Celllength ¢ 9.5196(19)
Cell angle alpha 90.00

Cell angle beta 9433(3)
Cell angle gamma 90.00

Data collection temperature 120(2)

¥ O & [Peaysdsorctive || - &
id
5 9
J 9

Available Files
Final Result

5mbh1006.cmi 3k
05mbh1006/05mbh1006 cif 9k
05mbh1006/05mbh1006_checkeifhim 7k
05mbn1006_inchi.cml 1k
Refinement
05mbh1006/05mbh1006.res 3k
05mbh1006/05mbh 1006 _x1Ist 21k

research paper:

Adta Crystallographica Section B
Structural

Science

1SSN 01087601

Simon ) Coles,™ Da B.
ichael B. Hursthouse,”
© Thomas A. Mayer,*
Robert A. Shaw® and Gonul
Yenilmez Ciftci¢

“School of Chemisty, Universiy of South-
ampton, Highfield, Southampton SO17 1),
England, "School of Biological and Chemical
sciences, Birkbeck College (Universiy of
Londons, Gordon House, 29 Gordon Square,
London WCTH OPP, England, anci ‘Depariment
of Chermisty, Gebze Institute of Technology,
Gebze, Turkey

Correspondance e-mail: s j.coles@soton.ac.uk

Structural investigations of phosphorus—nitrogen
compounds. 6. Relationships between molecular
paramelters in per-X-substituted bridged spermine
derivatives and basicity constants XaR of substitu-

ents

A systematic study is reported of the products of the
nucleophilic substitution reactions of the spermine-bridged
cyclotriphosphazene, [N Py, (NHCH,CH,CH,N) CHLCH,],
[where X = CI (2a)], to give a number of new structures
[@2b)(2¢)] in which X = OPh, [spiro-O(CH,),0lys. Ph,
NHPh, NC,H, and NHBU' respectively. A comparison has
been made between the sum of the substituent basicity
constants, e, obtained in nitrobenzene solution, and ten
molecular parameters of the NP, ring (the internal bond
anglesa, .y, 3and 6, and the P—N bond lengths a, b, ¢, d and
) as well as the difference between the bond lengths a and b,
A(P—N). It is found that the systematic change in molecular
parameters of compounds (2a)-(2g) is in line with changes in
ay values, indicating the similarity in relative electron-
releasing capacity of substituents X in the solid state and in
solution. It is also found that the effect on molecular
parameters of (2a)-(2g) with two X substituents in PX,
groups s greater than that for one X substituent in P(OR)X
groups in an analogous series of compounds observed
previously [Besli er al. (2002). Acta Cryst. BS8, 1067-1073].

Received 8 July 2004
Accepted 13 October 2004
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Embedding in a science portal
for student learners

PSigate

Physical Sciences Information Gateway About Us | Contacts | Site Map | Help

SEARCH SUBJECTS PSlgate Home > eBank > Search Results
Astronomy
Chemistry Your search returned 28 data reports and 4 publications. Viewing 1 fo
=) Psigate . ol Earth sciences 10
L] Physical Sciences Information Gatewa AboltL s | Contacts | Site Map | Help i i
— e o A C It ap | Matetlals science Next
E"i’:'s‘fy This is @ prototype test interface to the eBank UK service p‘_]'vs":s : w
g&"?ﬁiﬁ‘éﬁi?iiﬁé‘;fﬁ'i ;ﬁé';;s;?éﬁi'gi"ié%ﬁﬁgu“{f!‘?”J"‘sc, History & policy
Physics unded project which is a part of the Semantic Gri UKOLN] FEATURES
rmllrv Programme. The project is being led by UKOLN in c stal Structure Data Re O'rt-s
Wgﬁlx’ﬂ?near;hl;ﬁ’;w;:‘l!hgSC‘;;ntle)echem project at the University of F'Slgale thE ry P
i:h:’r:::,:::':':g“'z Enter your search term(s) Search PS5l gate
Stommp | Author — Subject Headingsa-z | CTystal Structure Report of 2-(N-
New additions ode ,—
| [ About PSigate Ferrocenylmethylcarbamoyl)-5-(N-phenylcarbamoyl)-
hevene | Empirical Formua [ Site map 3.4-diphenyl pyrrole
Spotight Compound Class All X AH - -
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Ontologies for discovery in
an inter-disciplinary world
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Persistent identifiers for
data citation

- eBank use cases: depositor, author, service
provider, reader, publisher, ?

« Schemes: DOI, Handle, ARK, PURL
- Global identification: express as http URIs

» Added value services: CrossRef, resolution
service, integration (Globus), look-up service, ?

» Degree of trust or persistence
« Costs
 Future potential: political, ?

 Domain identifiers: International Chemical Identifier
(InChl) codes
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Publication & citation of
scientific primary data project

National Library for Science & Technology (TIB),
University of Hanover, Germany

STD-DOI Project  http://www.std-doi.de
DOI registry for datasets

Data requirements: quality control, long-term curation,
use DOl resolver

Data publication agents: World Data Center Climate,
GeoForschungsZentrum Potsdam
Exemplar data citation:

— Kamm, H; Machon, L; Donner, S (2004): Gas chromatography
(KTB Field Lab), GFZ Potsdam.
doi:10.1594/GFZ/ICDP/KTB/ktb-geoch-gaschr-p
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Integration into chemistry
researCh WorkﬂOWS R 4 Repository for

the Laboratory

« R4L Repository for the Laboratory Project (JISC-funded)
automated data capture from instrumentation, registration of results

« SMART TEA electronic Laboratory notebook + annotations

the Smart Tea Project

"I can go anywhere and its, like, this is
me and my data, Its all there, bang."

= Cheis,

a real chemist, on using Smart Tea

instead of a paper lab book.

Smvart Tea is about improving the infarmation environment for chemists doing chemistry - within and
beyond the lab. Smart Tea is about supporting chemists in the preparation, execution, analysis and
dissemination of their experimental work.

the myTea prect

* Related sub-domains of chemistry: SPECTRa Project (JISC-funded)
« Research assessment (RAE) process?
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Integration into the curriculum
and e-Learning workflows

« MChem course

« Assess role In
Undergraduate
Chemical Informatics
courses

» Pedagogic evaluation
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3. Looking to the longer term:
digital curation & preservation




\epositories and digital curation

For later use? In use now (and the future)?

Dynamic

Data preservation| Data curation

“maintaining and adding value to a trusted body
of digital information for current and future use”
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Assuring long term access to
the research record

 Trusted digital repositories
— Audit Checklist for Certification Draft Report
— Research Libraries Group, August 2005
— RLG-NARA Taskforce

— Defined criteria under 4 categories
« Qrganisation
« Functions, processes & procedures

* Designated community & usability =
« Technologies & technical infrastructure ‘ D ‘ C ‘ C

- UK Digital Curation Centre http.//www.dcc.ac.uk
— 1stInternational DCC Conference presentations available
— PV2005 Royal Society Edinburgh November 21-23 Nov
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Thank you.
Questions?.....

More information: UKOLN http.//www.ukoln.ac.uk/
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